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element msBun/msinstrument L

discram
mshManufacturer

type cff:ontologyEntry Type
derivedBly | extension

| | msModel
type | cif.ontologyEntry Type

| | mslonisation
type | cif.ontologyEntry Type

msMassAnalyzer =

type cffontologyEntry Type
derivedBly | extension

msDetector

=
,cff:suftware

T |bvpe wEianySimpleType
E derivedBy | extension

xEanysimpleType
extension

namespace | httpfzashimi sourceforge netfzchema_revisiontnz kL _2.1

children | msManufacturer mshodel mslonisation mshMassAnalyzer msDetector software msResclution operator nameValue comment
annotation | documertation General information about the MS instrument.

zource | =g element name="mslnstrument’ minCccurs="0"=
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.
|
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element msRk

‘dataProcessing 2

dizgram =
g ,cff:scrftware

vpe waanySimpleType
derivedBy | extension

dgtaprocessing Eprucessingoperaﬁun

EEE TN ype | cif.namevalueType

“EEAD T comment
0.0 o

bype [xsstring

namezpace | hitp:Msashimi.sourceforge netischema_revisiondmzAML_2.1

children | software processingOperation comment

attributes | Mame Type Uze Default Fixed Annotation =

intensityCutoff w3 flost optional documentstion Intensity threshald for inclu
centroided w3 hoolean optional documertstion |2 the data centroided
deizotoped w3 boolean optional documertation |2 the data deizotoped
chargeleconvoluted w3 hoolean optional documentztion Has the charge state been
spotirtegration w3 hoolean optional

annotation | documentation Description of any manipulation (from the first conversion to mzxML format until the creation of the current mzXML instance document) applied to the data.

zource | =xselement name="dataFrocessing” maxOccurs="unbounded"=
=¥z annotation=
=x5 documentation=0Description of any manipulation (from the first conversion to mE<ML format until the creation of the current mzx<ML instance document) applied to the
=z annotation=
=xs.complexTypes=
<XSIERQUENCE®
=xs:element ref="cff.software"=
=¥ annaotation=
=xgdocumentation=5Software used to convert the data. If data has been processed (e.q. profile = centroid) by any additional progs these should be added too.=ixs:doc
=g annotation=
=z element=
=x5:sequence minDocurs="0" maxOcours="unbounded"=
=xselement name="pracessingOperation” type="cffnamevalueType"=
=¥sannotation=
=k documentation=Any additional manipulation not included elsewheare in the dataProcessing element. =iks documentation=
=M annotation=
== elament=
=x5 element name="comment’ type="xs:string" minCcocurs="0"=
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v BGo ks
element msRun/separation %
discram = =
= == L Ci:separationTechnigue
5 |bype |separatiDnTechniqueT\,-'pe
1.0
| NAMespace | hitp: frzashimi sourceforge netfschema_revisioninz ML _2.1
| children |segaraﬁunTechnigue
annotation | documertstion Information about the separation technigque, if any, used right before the acquisition.
zource | =xselement name="separation" minJccurs="0"=
=xsannotation=
=k documentation=Infarmation ahaout the separation technigque, if any, used right hefore the acquisition.=ixs: documentation=
=Mz annotation=
=xscomplexTypes=
SXs.5equences= =
=xselement ref="cffseparationTechnique" maxOocurs="unhounded"i= =
=S SeqUence=®
s complexTypes=
=hs element=
element msRun/spotting
dizgram
Namespace | hittp: rizashimi.sourceforge netischema_revisionfmz ML _2.1
children | plate rohot
annotation | documertstion Acquisition independent properties of a MALDI experiment.
zource | =xgielement name="spotting" minCcours="0"=
=xs annotation=
=xsdocumentation=Acquisition independent propeties of a MALDI experiment.=fixs: documentation=
=g annotation=
=xs.complexTypes= bl
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element msRun/spotting/plate |
dizgram
g | plateManufacturer
type | cff:ontologyEntry Type
| | plateModel
mH = type |cff:orﬂologyErﬂryType
r+ pattern
g
——
1.0
| namespace II"rttp:.f.fsashimi.snurcefurge.net.fschema_revisinn.fmz}{r-nL_z.1
| childrer I plateManufacturer plateModel pattern spot
attributes | Mame Type U=se Default Fized Annotation
platelD w3 positivelnteger recuired documerntation Unigue idertifier for the plate.
spotHCount 3 positivelnteger required
spoty Count xz positivelnteger recuired =
identity Matme Refer Selector Field(s)
constraints | key platekey : @platell
annaotation | documentation Information about & MALDI plate.
zource | =xselement name="plate" maxOcours="unhounded"=
=¥z annotation=
=x5.documentation=Information about a MALDI plate =ks: documentation=
=hsannotation=
=x5complexType=
Z¥55equences
=xs:element name="plateManufacturer” type="cff ontologyvEntryType"i=
=xselement name="plateMadel" type="cff.ontologyEntny Type"i=
=xgelement name="pattern" minOcours="0"=
=xscomplexTypes=
XS SRQUBNCES
=xselement name="spottingPattern” type="cff.ontologyEntryType'r=
=xs.element name="orientation"=
=xs.annotation=
=xsdocumentation=0Defines the arientation of the spotting pattern, with the IDs ofthe fist two consecutive spotted spots.=ixs: documentation=
=fxsiannotation= ol
< | i | =
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element scan 2|
diagram e e
g re scanDrlgm
o precursurl‘u‘lz
:r'ft-fpe
: :derwedEl'f
Ve !
r~ maldi |
V=
g bype cif strictBazefd Type |
derivedBy | extension
pattern [[&-La-z0-90+=]1"
=
namevalue
Ly | cff.namevalueType
|namespace hittp: Mfzashimi.zourceforge netischema_revisiondmz ML _2 .1
| children | scanOrigin precursoriz maldi peaks nameValue comment scan 2
| used by | elements msRun scan
attributes | Mame Type Lze Default Fixed Annotation
MUm xz postivelnteger required documertstion Scan number
mzLevel w2 postivelnteger required documentstion 1: M3
2 MEMS
peaksCount xEnonMegativelnteger reguired documerntstion Total number of miz-intensty pairs inthe scan
polarity xE string optional documentstion +. postive
- negative
any
scanType xE atring optional
centroicded = hoalean optional documerntstion This only maters it centroided attribute of dataProcessing element is 0 or absent. |
£l ] | ¥




hitp:/fsashimi.sourceforge. netfschema_revision/fmzXML_2.1/Doc/mzXML_2.1.html - Microsoft Internet Explorer,

File Edit ‘iew Favorites Tools  Help

@Back = \_-_} @ @ i:j J}_Fj' Search ﬁFavurites el‘ﬂedia @ [Egv ,,i_;g l_.j] - :_J ﬁ Iﬁ

Address ‘@ httpsf fsashimi, sourceforge. netfschema_revision/mzkML_Z2. 1/Doc/mzeML_z . 1. htmi#element_peaks_Link133546C0

Links

element scan/peaks

disgram Epeaks
bype ctf:strictBazeBd Type I
derivedBy | extension

pattern ([&-Za-z0-90+=]1*

namespace | hitp:fsashimi.sourceforge .netischema_revisiondmzxmML_2 1

type | extension of strictBaseé4Type

facetz | pattern ([A-Za-z0-90+=])*

aftributes. | Mame Type Lse Detfault Fixed Annctation
precizion xapositivelnteger  reguired documerntation nr of bits uzed by each component

pairCrder xaatring required miz-int documertation Crder of the miz intensity pairs (must be miz-int).

byteOrder xaatring required network documertation Byte order of the encoded binary information (must be network).

annotation | documentation Thiz iz the actual data encoded using basebd . Byte order must be network. The order of the pairs must be miz — intensity.

zource | =xselement name="peaks" nillahle="1"=
=xs annotation=

=g annotation=
=xs complexTypes
=¥ simpleCantent=
=xs5exiension base="cff strictBasebd Type"=
=xg:attribute name="precision" use="reqguired"=
=¥s annotation=
=xs:documentation=nr of bits used by each component=rxs.documentation=
=M annotation=
=¥s simpleTypes=
=xs:restriction base="xs:positivelnteger'=
=xsenumeration value="32"f=
=xsenumeration value="g4"=
=z restriction=
=z simpleType=
=hg attribute=
=xs attribute name="hyte Order" type="xs:string" use="required" fixed="netwark"=
=}sannotation=
=xg documentation=Byte order of the encoded hinary information (must be network). =iks: documentation=
=g annotation=
=hgattribute=

|i#

=xs:documentation=This is the actual data encoded using base&4. Byte arder must he netwark, The order of the pairs must be miz — intensity. =fs documentation=
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element scan/maldi

discram

namespace | httposashimisourceforge netischemsa_revisionfmzHML_2.1

aftribites | Mame Type Lse Default Annotation
platell w3 atring recuired documertation Unigue plate 1D, This ID must have been defined also in the plate element.

spotiD w3 string required documertation Unigue spot ID. Thiz ID must have been defined alzo inthe spot element .
lazerShootCount  xs: postivelnteger optional documertation Mumber of times the laser was fired to generate this scan.
lazerFrequency xs:duration optional documertation Freguency of the laser.

lazerintensity w3 positiveinteger optional documentation Intensity of laser.

colizionGas w3 boolean optional

identity Marme Refer Selector Fieldi=]1
constraints | keyref onlyyalidPlstelD cff:platekey . coplatell
keyref onlyyalidspotiD cff spotkey : cspotiD

annotation | documentation Acquisition dependent properties of & MALDI experiment.

zource | =xsielement name="maldi* minOcours="0"=
=xzannotation=
=xsdocumentation=Acquisition dependent properties of 3 MALDI experiment. =xs:documentation=
=fsannotation=
=xscomplexTypes
=xgattribute name="platelD" type="xs:string" use="required"=
=¥z annotation=
=xs documentation=Unigue plate ID. This ID must have been defined also in the plate element. =ks documentation=
=fsannotation=
=fs attributes=
=ws attribute name="spotlD" type="«s:string" use="required"=
=xsannotation=
=xs:documentation=Unigque spot ID. This ID must have been defined also in the spot element. =iks:documentation=
=z annotation=
=g attribute=
=xs:attribute name="laserShootCount' type="«xs:positivelnteger’ uze="optional"=
=xs annotation=
=xs.documentation=Mumber oftimes the laser was fired to generate this scan.<ks documentation=
=hsannotation=
=js attribute=
=xg:attribute name="laserFrequency’” type="«¥s:duration” uze="optional'=
=¥z annotation=
=xs documentation=Frequency of the laser.=iks documentation=
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element msRun/shat 2|
diagram | =
- sha1

type wastring

derivedBly | restriction

lenicth 40

namezpace | http:fsashimi.sourceforge netischema_revision/mzxML_2.1

type | restriction of XS:string

facets | length 40

annotation | documertation sha-1 sum for this file (from the beginning of the file up to (and including) the opening tag of shat

zource | =xselement name="ghal" minQcours="0"=
=xsannotation=
=xs:documentation=sha-1 sum for this file (from the beginning of the file up to (and including) the opening tag of shal =iks:documentation=
=fgannotation=
=xs simpleTypes=
=xsrestriction base="xs:string"=
=xs:length value="40"=
=fs restriction=
=fssimpleType=
=z element=

element operato

-

diagtam | =
g operator

type xEanysimpleType
derivedBy | extension

namespace | httpMsashimi.sourceforge netischema_revisionfmzXML_2.1

type | extension of Xs:amySimpleType

uzed by | element msBun/msinstrument

attributes | Mame Type Use Defautt Fized Annotation
first xaatring required documertation First name
last xa atring required documertation Last name
phone xaatring optional documertation Phone number |

el il |




Example

e 7/ protein mix:
— Rabbit glycogen phosphorylase
— E. Coli Beta-galactosidase
— Bovine serum albumin
— Myosin
— Chicken Ovalbumin
— Bovine serotransferrin
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” File Edit Wiew ‘window Help |

HER % =288 & 1um % &N

|| |] Quick Connect | Profiles

<?¥ml wersion="1.0" encoding="IS0-8859-1"2> |
<msRun
xmlns="http://sashimi.sourceforge.net/schemas "
xmlns:xsi="http:/fvww. w3 . org/ 2001/ XML3chema— instance™
¥32i:schemalocation="http://3ashimi.sourceforge.net/schema/ http://sashimi.sourceforge. net/schema/MaENL . X=d”
scanCount="3743"
startTime="PTO. 4400005
endTime="PT5102 . 5500005
<parentFile fileMNamwme="000.m=XML"
fileType="RAWData™
file3hal="da3%alieeSecbdb0d3Z55bfef35601890a5d50709" />
<lilnstrument manhufacturer="ThermoFinnigan™
model="LC0 Classic™
ionisation="ESI"
msType="Ion Trap:>
<zsoftware type="acquisition®™
name="Xcalibur®
wersion="1.3"/>
</ instrument>
<dataProcessing>
<software type="conversion”
natne="ReAdW"
wversion="0.7.3"/ >
</dataProcessing:
<gcan num="1w"
mslewel=r1r
peaksCount="93:2"
polarity="+"
scanType="full"™
centroided="1"
retentionTime="PTO. 4400003
startMz="300.0000"
endMz="1500.0000"
lowM=z="300.5052"
highM=z="1499.0931"
bhasePeakMz="391.0454"
basePeaklIntensity="6956075.0000™
totIonCurrent="130127006.0000">
000 .mzXML. {0%) =

Caonnected to mendel.duhs, duke. edu 53Hz - 3des-cbre - hmac-mds - none 124%39 15, 39 00:05: 24
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H &k = 2 T B &N

_| uick Connect | Profiles

<peaks precision="3Z">Q5ZiqkgTwkEDlrocORgqlghECEDEp IwWL7AQSAvekgHEOED 1/ DE30fEIEOThRXIhS jgQS 9« EJOJEEDmMEZ4ASIES IECaGERIDOLADS e
p/AERQEpEDmz3 o3 MHSwEOh 6 IMSS A0S eENE i nvinEDnO+ESD 2 wwECdi8p IThe AOS4 A1 EJCTRED i Ve 3 JXywEQEF 7 Ib Z/ AQE93PEidYoBDn/ COSCPMmAEOg ZcRI QW
OAQEDaEix/0BDOoVkal3A9RoECOhr 221 j3Rg6 IatkhEfwEDopa AR HAAEOISES I 1 VS AQENhMELfgh IEDo+ w3 HY 6wE Ok hH4r 1 AQ6UTykgLEUEDp Y p335VogE i 4
xIh/eaQeartEhuX4EDpybhb 83 IFNQEOROwWE IvTEAQEgMBEYQPDABDGaySJ+34E0ow i hGp TAAQEKEQkgs IMEDgb RyE, 6wgEOqe U IZrgAQEraNEfELQBD O CS ToQOE
Or4gZIZCAAQEvEFkggNQEDr PAYRTOpAEQLThEHINGAQES 1gEe EalBDr lpg3 JOpwECWED K Ix/ egQe9/ ekemb IBDE eESD+UgEOWEcJ ICE1AQTDguEefNYED 2 Tkua S
A¥sEOyCIxHmZKAQTISERiOSZ2BDswPCALLoEQzYPpJOAO L7 PvLEqwscBDEGr 05 HkegE OO ZEJ ISt SgO?VEukhf hYBDEAGMACmZ QECZ Y Ip IRht A07b0aEe YWYEBD L3
bOSDWEGEC33hxH1oOAQThE1EL/ e VEDUNo IRTONAEOSc T ThyEQ07oMokkOyeEDuo AQSP4GoECTELp InSC AT OMK 6 6CEDU+z iR3my AEOEXBh IveggQ7OHXERP RO
ElwXdulHtswEO93 1ET lwh AT 6 jREf+e ABDwyE£+3ABhQED/ ipETOD L A0S ANSER4dOEDwIt ¥R/ cDAEPEEF «H?NOQAOSFAZEg4LSBDwghTIQ4PQEPCiwxHY 12 AOSMETE
JI1EBDwdEOStUywEPEHKpEAYGe 083 gaki Te+ED RIS AVguEPF leSGyr TAQSTCrkE/ V4B xoesg3 ItEQEPHCVRIZ 1 JAQEeVOEWt 3gED vAKWREmMAEP IXVE I/ woS
JEIRJOwIBDyWEas3 AMnwEP Ve IEHSACS p Tykgy C IBD vy vsSDEEgEPLOp JTH+r 1 A05uRDEedagBl e AP 33 GigUEPMAABThEI A051NvEeS44BD 2euQ3 AXKQEPOYN IS
SAQEEGAEenDQED 25 v43GdIgEPODLp Igoad9DdgEfHPARDOVESDD IQEPRYEJGNEgAOOIPERL 2 vwEBDOr SCE3FLWEP TLaSHEToAQ9Os7EeVE4ED 1 Iz A5 T4UQEPVES
SIHwEAQOWVOELfdr ABD1iudSLe lAEPWohEBIS lbhgo9c39kfLhIBD 1 6gySEYUgEP YNSpHOATAQY11 JjkfeioBD2RPMSA=RgEP ZEsEIJhp A0S0 C0EgaSwEBD2mGMS IDe4E
PaxCxHhdEA09sg+Ec17wEDZE8CA3DZ WgEPcUNI IVF  A09 yvtokb JFgED3 Y T+S Ly 1 0EPeN ThI49vy09 e DEEmW94ED 3 wEo by zeEPfhE5 I/ t0AQ+ADHKL/ uaBD4J 505 I
XAoEPg7ESHWO4 AQ4+F 2D keLlwvoBDd4br y3GEuQERP iW2 SIEKNAQ+LsgEcL+wED 43 Vg3 ECeQERPkFnSH bl O+ 5 Egk CAALRD SR TASHENQER 1 faJ Ish+gQ+X 60kt YMwED Stn
wkADBE9gEPRATBIQIFAO+d9r kgsewED S+ 5 i3 L EgoEPo EMpHE BWAQH 33 Wkg? WRED 6 WhaR7ec AEPp3gS ITOLi A4+ p IrERTIUED 6t e CRoOEgAEPr QuBHE Uk AO4+rGrkdd 2 &
ED7CzCRYkalEPswiRIudHAO+OS Ske TCIBD7eEwSHeggEPunE ITEGAQ+IpEiwlmED T/ JAREWTAEPuWal I1ap A/ DXmEg 13 UBEDEWPGSGE SAEPx SREJEXyvQ/ JEOK
gE1gEDEcnaSEniQER s p JHMWOQAD P XKhWERKEDOMSISD3 hOEP 1w Hovkh)/ eaVEgDpoED+Dg+R7S0gEP4 8 5HyDZ A/
JymELKBEoED+Wzal/ 32 AEPS6GRHiO+AQ qLIEgfEUED+2EsR74RAEP7usZ 1 S 1/ zEdROwED/ eTkSMvIoEP+WIJHF S
0AQ/ TwikeRgQED/ 3RERYVOPAEQAGVEICihARARafkfpEAEEAJL+R ETARLGA+EgEUEBEALINoSC ) TgEQCVE
xIBgiARAKpfEWYHABEAuOKEE 6 EgEQDIRpHp 9w ARANOLESS T RHYSARATAdkikeaBEEQ 1 wREwAQALE
QOFRUxHRusARAVESaERin] IEEEL 1QRk+3AEQF / 3RIVE hARATOUELDwvgEEEQG+HS) EQHawZFrlAARALIvEg+JOEER/ yuk=
Moy AEQIPCEIMTZARLL: Ykbw e ABECP 1 k3T 8gEQINExHoFOALRL I wkEeP J4BEC EfygEQEShhGr jghRiskwEZ41ABECE
EORSSLAEQLIYxHEGALRLvhEEgGLSEED AYo RN gE QMRmR GMb g AR Ly FwE g7+ DYU+R4J4gECON v hGhPwiR A4 bvEbu4o
BEDiGkRSLEAEQOVARGF TALARAGELEqmdBED 2/ 4RAUt gEQPDRhHAGWARAS JaEf97OBED A LESF IngEQPEt pGEWARBRL ykhPpsEEEMN IS K 10ARE QOShRHbQAREEfok
AHgwBEEatmEFkQwEQRImZHP vy TAREIu+EeFoBEERAwSBhVOEQTF o GYRAARENNeE hZ ABEEShe RAChHAEQTZEXHE I AREQh TEe w20 BEF GUQSE GopnQEQUr JIJHES ALER
UAnEeFfIBEF3wORLZxAEOVINE IJHGAREX taEcEVOBEFhlicRu/ DAEQWe OhIDEAAREStREiJ3cEEFUZgRYSJAEQED M/ gAAAREC+2EeEQ4BEF2 EMRvARAEQErrpHS S
CAREgJAkecFOBEGHAyRySSAEOYuY SIS ARERbh ek 63 QBEGVEGRSS JAEQEgqx X IC1O0ARENr 6EcEe OBEGKA=s3LEVOECascEHIc IARES ZJEcr uQBEGZ OgRSwRgECQh 1M
hHHJgARBvx l1EQwSgEEHES IQEALAEQe JdRFuUNgARE eghEgqCt QB EHR GRYhE AE QAN xhInh+ARBZ 3 IERhSYHEEHC QL AL AR OAS Y Hve KARE4Oc kKb HI ABEHn ITME+u0 AE
pewgsS IaHGARE? OmkdgeswEEHy JHRTE8PAEQf S KhGEOAARCAIGEAwWTQRE IFSKRbb AAEQgkx I JB+gRCDCEEE iGARBE IS eORMWVAEOh Y/ hIC 1hARCGOGEax 1 ABE IdvwEn
MuAEQiMCIGRIwARCIqvEAVEWEE IrPeR4BOgEQJOSEHhde ARCNUlEaMgARE I6KGSJADGE QRGHhHS 1e ARCRoEEeHNIBEJJegRx 1/ AEQKIDRHACKARCUH ke LOwEEJT
CcURZAeAEQIEiJGIEAARCUEWE ZAWAREJgE 43 FF S wEOMES SHOWOARCabSEfDowEEJSZ KR GA AECnPERHnukARCd/ ZEVe IAEEJEYORATDAE QoGP SGP TALRC inTkekEQ
BEEPKCOR4iZAEOpIiBAWAAARC 1 PvkhSOABEEYD KR 49 AEOp tmE ThOOARCoKkEb X BEgEEE IMORBIF AR QoD pHi Se ARCr SwEe Sh4BEEYy S YROW EgEQrVERID= QARCUS1E
dshABEEQ 1g3DCRWEQsBEVRAgAAARC K FOEgAdyUBELTIZ Q3 CzkgEQ=4i FHE YARCOvwYEdxLABELWEBRAMGAEQLr 1xHnyMARCIgAEARAAARELh3URE zmAEQUISxFEL ALRC
PIZEeRrQBELxmc S JxOwECwTuSGE2 gARC+Hp ZkadSABEMEsQRswC AEOwS nhHIS4 ARDCOrEW LOABEMMEMEOf+AEO JSRH1 AEARDFoWEE A SABEMaD ARUSyAEQNIDZFET
AARDINPEeO0WwBEEM1+0R7cngEQygYEGnUToARDLI1DkekugBEMewwRy 1 MAEO=r VETg AgRDPA3 D+AAARENEG 63 4a00E000uRG340ARDTOmE Z0 IABENUpOR 1mEBAEQ1mL
hHZ cgARDHEAAEBAAARENE 7 ASGUCQEQZbuRHTegARDEd4eEL IZABEN = hMEzORAEDS inBHL/ GARD fAHE O ABEN4+p 8R4 wHAE Q4GIBGHYALARDhpnEgyPKEEQI TZ RERGAE
2dwgRIFEHARD ] 5fEeg ABEOSa03DnYwEQSVpx IFh3 ARDmuVkewSABEECe JOR+14gEQ6JEEIVD L ARD pd Ok ABEOpEQRSGEAEQG6 Y 1hHaKwARDsUTHEAt TwEEQ1pORS
gdgEQ7m3IhGe00ARDvOpkdisOBEPF AQRgdgAE S r gpHgt +ARDOS AT OVOREFUEARp2 TAEQQ 1 MhHM I TARDAODKUS TARER JWCRV 2 TEQ+ghxHYGES ARD 6 59Edg 3 gEEPw
000 .mzXML. {0%)
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Ld 72:mendel. duhs.duke.edu - [default] - F-Secure S5H Client

File Edit “iew ‘Window Help
B SR -2 nan fAz=nm % &6

|| ] Quick Conmect || Profiles

SIn7=xGIvwAREPpimkeGr IBEpHWwRoGUAES ke T hGVNgARETwzEZhF ABEpR2eRr TulES 10Cx I+ TCAREVgEXEhx S IBEp XhURX ChAES 1ut ZHEXZTAREYF 2 kg+kUBEpi iGR=s
VEAESHVEC ZGNOQARKEOOEf uhYREpp My QEA A AE S EGEh TARKAVikgIUOBEp 3 82 REHIigE SO J AQA A AR fayEi BEYEEQASARNZ MAES o JMEHVHEARKgOBEe X2 YEEQGF
TREAEgAESonkpGlpYARKi91EeXUwEBEqOOiR1STAESpODhIH9LARK b Ekar TgEEqYDeRgIAAE SpgD SHOHT AREnaNkew EoBEqfmIR69EAESgPAdhHMm Y ARKpRED+A LR
BEqne+5KORAESqgEZGI 20 AREr SvkgMpOBExfWRE Le AESr Mo pGn+ ARt x 3 EghDoBEGaGURW Ve AE S r 30RHSr OARKweEL K1 IOQBEr A1 SEwVRELES 2 InEHETgAREDG K
JmsuBErEsuR1+AAEStLthIgylARK1IiD+ AR ARErhEIROK+AES L3 EXF Ot gARE4xSEcJdgBErk1CRE 5/ AESUX OB I i0ygRESD jkhLewEErr A4 3DbggE3uyt RGNLgARK
TnakoxCOBErvsEQEALAESwFyBGIiETARE4j7keEZ0BEr S lyEvumniESv Se RGuVy ARL AL E kA ZvygBEsD a4 Rr MEAE S wld S HEX QARLEpEkd AT gBEs IgWRSEUAES wo AB Lo &
AARLDEVkejZYBEsNagRmz gAESw/ 2 HndIARLE j YEetuwBEsTsER jSs0AESHRE IgVIARLHkxEgExcBESgANRUYE AESv IR Gexo ARLI 7 7keDDQBEspgERh To AES vy
SGMITgARLMMuke J9wEEszz2 Rx 10AES =t jRI1a/ ARLPTmE ITAARELEHIi RuyKAESO 1 1RGE 2 TARLTggEhwt ABEL WI+R7kwgES 1/ kS GOwgARL ZaREZNJ ABELr wIRSUr gk
SABQIHRUIARLeSOELMOgBECSAQRI s AES3v]1ZGlagiRLEf7gEAGwwBEUF 2gRSF 6 AES duxxHINaARL W EkallngBEURLeRf JYAES S 0hHIa=sARLmEr kg8 AEEuseEeRv
AkAES63PEGkgTARLopi kW KAREUSSgRwnsAES?GTxHIDkARLstgkFwALAREUZ MsRO lhAk==</peaks>

< scan>

<gcan mup="2"
mzLlevel="rar
peaksCount="56"
polarity="r4r
scanType="full™
centroided="1"
retentionTime="FT1.2000003"™
startMz="95.0000"
endM=z="795.0000"
lowM=z="111.9760"
highM=z="731.0553"
basePeakM=="149_ 0495"
basePeaklIntensity="2852380.0000"
totIonCurrent="9755125. 0000
<precursorMz precursorlIntensity="6356075.000000%
collizionEnergy="35.000000">391.045410</precursorMe>
<peaks precision="3Z">Qt/zvEchygBC4EXd+RexvAELJErxGeC A TN kouGHEDFEXURScMAEMWIEIF j/ ghQxsG4kaBGAED IHvgRoTEAEMhS2EBF e RALO Yy
Ri+EeVaQBDJtfAScshO0EMnuDEHIETACyixeEde+0BDRIGEREfo0AEN Z+opone TAQIr gk Eve ABDE JowRg Y HAENTEwvRG1s4A0Z DoYEEV1ABD YeVCRSPELAENS 1WVHF 6D
gLOIOf kb I ARD I N RanVAEOBL Zx G LAAQY IW3EER/ HOBD g wSRwpdEOCZ S HoZ T ADG MuTKCALAED i AasRy 1 LAEOEdwx THD 6 A4t trkoCgERD 1/ £ASHI JwEONWE
hAglAdQSDEIEc A0gEDKTFkRvi4 AEORSLIGAGGAOSROPEAT ABD 1VEgRxGAEOWNEIRIGIXAQSa+gE Tn I AEDmbh 4 kRMQAEO) Zax G Owhoa / P kkIXA AEDSSLyRiGSAE
O0ksxGpIYTAQT ZgZEawdgBluooeRhad AECES0ixHYNAAO?p I3 kee VOB vk RS EAGEC Y WgRHIi dwl o8 I U kax t ABDyr JWRr gAEPLP 258Gl ewhOSu0 1 kaUHgEEQOVZRh
Jghh==</peaks>
< scan>

<scan num="a"
mslewvel="rar
000 . mzXMI. (0%}

P

[
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[

</ scans>

<gscan nun="Z"
mslewvel="a"
peaksCount="56"
polarity=r+"
scanType="full™
centroided="1"
retentionTime="PT1.2000003"
startM=="a5. 0000
endM=z="795.0000"
lowM=z="111.9760"
highM=z="731.0553"
hasePeakM=z="149.,.0495"
basePeaklIntensity="2852380.0000"
totIonCurrent="9755125. 0000
<precursorMz precursorIntensity="6356073.000000
collisionEnergy="35.000000">3921.045410«/precursorMe>
<peaks precision="3Z":Qt/zvEchygBC4Xd+R6xvAELJErxGeCIAQx TN kouGHEDFEXURScMAEMWIEIF 7/ g0 sG4kabBGABD IHvgROTEAEMhSSEF e RALOY
Ri+EeVaQBEDJtfAScsh0EMnuDBHIETAQyixeEde+QBD R GEREfoAEN E+cpone IAQIr Mgk Eve ABD X JewRgYHAENfBwRG1s4A0ZDoYEET 1 ABD YeVCRSPELENS 1WVHF 6D
gLOIOf kb I ARD I N RanVAEOBL Zx G LAAQY IW3ER/ HOBD g wSRwpdEOCZ S HoZ T ADG Mu T KCALAED i AssRy 1 LAEOEdwx THD 6 A4t trkoCgERD 1/ £ASHI JwEONWE
highiaQSDSJEcA0gEDKTFRREwi4AEORSLIGAGgAOSEQPEATHARBD IVEgRXGAEOWEIRIGIXAQSa+gETn I AEDb 4 kExNOAE O Za G OwhQs,/ PRkEE6 AED29LyRiG2AE
O0ksxGpIYAQT7 ZgZEawdgEDuooeRhad AECSOixHYNAAQ7 n I3 keeYOED v vk RS EAQEO Y VgRHIdAwl oS I T kax t ABDyr JWRr gAEPLP Z5G1ewhOSu0 1 kaUHgEEQOVZRh
Sghh==</peaks:
</ scans>

<gscan nun="3"
mslewvel=rar
mendel 223% tail 000.mzXML
<offset id="3743">14532Z0953</offset>
<offset id="3744">14533275</offset>
<nffset id="3745">14885123</offset>
<offset id="3746">14894120</o0ffset>
<offset id="3747">14896066</ offset>
<offset 1d="3748">14897Z68</0ffzet>
</ index:>
<indexOffset>1439258549</ index0ffzet>
<shalreZhbifce59a640cZZecSd434708al lhedoc9758ha</ shal>
</maRunsmendel 224%

=
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Discussion
e Datasize: binary encoding
— Good for data transfer '
— Bad for usage (querying, etc.)
— Only small modification needed?
— OPD: 021112.EcoliSol37.1

g . Wow theseare imilar!
e 136 MB unzipped




Discussion continued

 Meta-data quality
— Need further analysis
— Comparison to MIAME, MIAPE, others?

 Documentation
— Superb!



Tools

e Converters
— Xcalibur native acquisition filesto mzXML
— MassLynx native acquisition filesto mzXML
— SCIEX/ABI Q-STAR instrument into mzXML

— mzXML to sequest dta, mascot generic and
micromass pkl formats

e Parsars
— RAP, JRAP, RAMP (random access parsers)



Tools continued

e Viewers
— mzXML viewer (Java)
— InsilicosViewer (free, commercial-grade)



Databases

e Open Proteomics Database

— Just arepository
e PeptideAtlas

— SBEAMS
— Just arepository

* The Globa Proteome Machine (GPM)

— Some searching capabilities — but | don’'t understand



Datasets

* PNNL-NCRR

— Proteomics National Center for Cancer
Research Resources

— Capillary LC-MS/M S data

— Proteomic investigation of Delnococcus
radiodurans MR-1, gram-positive bacteria



Datasets continued

e |SB mzXML Data Repository

— SASHIMI



Conclusion

Thisisgreat

— More tangible than MIAPI

This needs work

— Binary representation is not sufficient (or isit?)
No effort to index?

NO open source databases?



